Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.132; data-to-parameter ratio = 16.0.
Experimental
Crystal data 173 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.41 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 2; (ii) x À 1; y; z þ 1.
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: NRCVAX (Gabe et al., 1989); program(s) used to solve structure: SHELXS97 (Sheldrick, 1990); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL/PC (Sheldrick, 1990) ; software used to prepare material for publication: WinGX (Farrugia, 1999).
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Comment
Thioureas have been studied for many years because of their broad antibiosis and sterilization properties Recent years study shows that thioureas not only can be used to kill insects and adjust plant growth but also have anti-viral activities (Madan et al., 1991; Reinbold et al.,1984) . From our early quantum study on these compounds, we find that they have several active centers and can form polyligand complexes with metals easily (Xue et al., 2004) ·These complexes are widely used as anticancer medicines Therefore study on thioureas has important impact on the future. In order to search for new compounds with higher bioactivity, the title compound was synthesized and we herein report its crystal structure.
In the title compound, bond lengths and angles are generally normal. The C7-S1 bond length of 1.686 (2)Å is indicative of considerable double-bond character. The dihedral angle between the plane (C6-C8/N1/N2/S1) and the plane (C8-C13/ N2) is 31.01°. The torsion angles of S1-C7-N2-C8 and N1-C7-N2-C8 are −1.31 and −179.19°, respectively.
In the crystal structure, there are weak intermolecular C-H···S and N-H···S hydrogen bonding interactions. These interactions stabilize the title structure.
Experimental
The title compound was prepared by reaction of 2-nitrobenzenamine (0.05 mol), KOH (0.15 mol) and 1-isothiocyanatobenzene (0.05 mol) in the ethanol solution (40 ml) at room temperature. Single crystals of the title compound suitable for X-ray measurements was obtained by recrystallization from ethanol/acetone (v/v=1:1) at room temperature.
Refinement
The H atoms were fixed geometrically and were treated as riding on the parent C atoms, with C-H = 0.93 Å and N-H = 0.86 Å, and U iso =1.2 times U eq of the parent atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.20879 (9) 0.56603 (3) supplementary materials sup-6 Fig. 1 
